[Molecular dynamics of oligopeptides. A comparative study of the interactions of amino acid residues in dipeptide structures].
A comparative study of the molecular dynamics of dipeptides consisting of natural amino acid residues has been carried out. Molecular dynamics protocols were used that do not violate the principle of equidistribution of energy by degrees of freedom. Autocorrelation functions of complex exponential curves from dihedrals were used for the comparative analysis. The interactions of amino acid residues were classified by their influence on the dynamic properties of neighboring amino acid residues.